a b s t r a c t
The dataset addressed in this article relates to the research article entitled"Nicotabaflavonoidglycoside, the first example of cembranoid and flavonoid heterodimer from Nicotiana tabacum" (Yang et al., 2018) [1] . The dataset presents the MS 4 (879-571-421-335) 
Value of the data
This data were compared with the data of cembranoids and flavonoids for further insight to research heterodimer.
This data can serve as a benchmark for other researchers to elucidate the structures of cembranoids and flavonoids.
The data were used in the development of further experiments in the area of natural medicine chemistry. 
